The crystal structure of the title compound, C 14 H 14 N 2 , displays intermolecular N-HÁ Á ÁN hydrogen bonds, forming dimers of enantiomeric molecules via a crystallographic centre of inversion.
Related literature
For the general synthetic procedure for 2-substituted 7-azaindoles, see Davis et al. (1992) .
Experimental
Crystal data 
Data collection
Enraf-Nonius CAD-4 diffractometer 2274 measured reflections 2113 independent reflections 1940 reflections with I > 2(I) R int = 0.050 3 standard reflections every 60 min intensity decay: 2% Refinement R[F 2 > 2(F 2 )] = 0.082 wR(F 2 ) = 0.227 S = 1.09 2113 reflections 145 parameters H-atom parameters constrained Á max = 0.47 e Å À3 Á min = À0.36 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Experimental 3-methylpyridine (4 g, 43 mmol) was added dropwise to a freshly prepared solution of LDA in THF (0.9M) (59 ml, 53 mmol) at 273 K. The resulting suspension was stirred at 273 K for 30 min. Racemic 5-norbornene-2-carbonitrile (5.12 g, 43 mmol) was added dropwise at such a rate that the temperature did not rise above 283 K. Stirring was continued for 60 min.
at 273 K. Another portion of LDA solution (59 ml, 53 mmol) was added and stirring was continued overnight at 333 K. The final reaction mixture was allowed to cool and ice-water was added. The mixture was extracted with ethylacetate and the combined extracts were dried (Na 2 SO 4 ) and the solvent was evaporated under reduced pressure. The residue was subjected to flash chromatography. The title compound was obtained in a yield of 31% (2.834 g, 13.48 mmol). Crystals suitable for X-ray analysis were obtained by slow evaporation of the solvent from a methanolic solution.
Refinement
Hydrogen atoms attached to carbons were placed at calculated positions with C-H = 0.95 Å (aromatic) or 0.98-0.99 Å (sp 3 C-atom). All H atoms were refined in the riding-model approximation with isotropic displacement parameters (set at 1.2-1.5 times of the U eq of the parent atom). The hydrogen atom attached to N1 was located in diff. Fourier maps and refined using a fixed isotropic displacement parameter and applying a riding motion model. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. supplementary materials sup-6 Fig. 1 
